Qualitative Analysis Report

Data Filename  TOX21_400042_TMS 1.D Sample Name NCGC Tox21_400042 from 104 SP109715
Position -60 Instrument Name 5975C_MR
User Name Kirill Acq Method B1_28-0_2_520_mt384_sndv.M

User Chromatograms

10 4 |+ TIC Scan TOX21_400042_TMS 1.D

1.6+
1.4
1.2

0.8+
0.6
0.4+

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)

x10 4 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
7.45

7.4+

7.35

7.3+

7.25+

7.2+

7.151

8 9 10 11 12 13 _14 15 16 17 18 19 20 21 22 23 24 25 26 27
Response Units vs. Acquisition Time (min)
1 (o)
CAUTION, Purity <50%
PubChem
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x10 2

+ Scan (7.760-7.846 min, 16 Scans) TOX21_400042_TMS 1.D Subtract
136.9

73.0
45.0 115.0

doo | 1| }

166.9

188.0 }
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61.9 85.0 103.0
0 ”I‘
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Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400042_TMS 2.D Sample Name

Position 82 Instrument Name 5975C_MR

User Name Kirill Acq Method

User Chromatograms

NCGC Tox21_400042 from D10 SP109717

B1_28-0_2_520_mt384_sndv.M

10 6 |+ TIC Scan TOX21_400042_TMS 2.D

1.2-

1
0.8
0.6
0.4
0.2

0 4SS

8 9 10 11 12 13 14 15 16

17 18 19 20 21

Counts vs. Acquisition Time (min)

22 23 24 25 26 27

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
8 21.041
6
4,
2,
TR 13.406 |
O,

8 9 10 11 12 13 14 15 16

17 18 19 20 21

22 23 24 25 26 27

Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x10 4 |+ Scan (7.453-7.534 min, 15 Scans) TOX21_400042_TMS 2.D Subtract

24
1.51
14

0.5

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

<10 3 |+ Scan (7.864-7.933 min, 13 Scans) TOX21_400042_TMS 2.D Subtract
138.9
8,
61 73.0
4 115.0 168.9
450 197.0
2] 57.0 103.0
27.0 ‘ m 85.0 122.8
0 [l “\“‘ I ‘\\ Al | [ L 1, 11 JM 150.8 1) 1y

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x10 4 |+ Scan (7.933-8.060 min, 23 Scans) TOX21_400042_TMS 2.D Subtract
1.4 61.0
1.2
‘I,
0.8
0.6

0.4

149.0
0.2 45.0 100.0
0 . L L |.||| L, o ||| ‘l |

136.9 168.9 196.9 216.0
N} |

20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)

73.0
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x104 |+ Scan (8.575-8.656 min, 15 Scans) TOX21_400042_TMS 2.D Subtract

147.0

14
0.8
0.6]

| 73.
0.4 3.0 115.0 130.0
0.2 45.0 66.0
: : 177.0
18-0 29-0 | | 1 I| 1 | 81|.0 1(?|3.0 II | I || 163-0 I 2()|5.1

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x102 |+ Scan (13.389-13.459 min, 13 Scans) TOX21_400042_TMS 2.D Subtract

41.0

73.
3.0 115.0

41 o 130.0

A

102.9 138.9 166.9
28.0 196.9
86|.9 || 150.9 |177.9 ||
w10

iy m.mh.. o il 0o ||

Ll
20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (6) in "+ TIC Scan"

x10 2 |+ Scan (13.696-13.765 min, 13 Scans) TOX21_400042_TMS 2.D Subtract
7 73.0

103.0 131.0
3 115.0

58.9
R 449 X 147.0
160 280 | 809 910
| ‘ L nI||I|| al | | |. | | ‘l | N I‘ bb J |

20 30 40 50 60 70 8 90 100 110 120 130 140
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

<10 4 |+ Scan (21.021-21.102 min, 15 Scans) TOX21_400042_TMS 2.D Subtract
71 313.3
75.0

43.1 103.0

T 291
ol ' ...|.||...I. [, 1291 1571 185.1 2272 2552 297.3 |

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400042_TMS 3.D Sample Name NCGC Tox21_400042 from P05 SP109722
Position 365 Instrument Name 5975C_MR
User Name Kirill Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms

10 6 |+ TIC Scan TOX21_400042_TMS 3.D

0.8-
0.6
0.4-
0.2

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
8 21.043
6,
4
21 8.59
13.713
0

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x103 |+ Scan (7.366-7.459 min, 17 Scans) TOX21_400042_TMS 3.D Subtract
1.4
147.0
121 73.0
14
0.8
0-67 200 A7 92.0 103.0
041 78.0 -
i 133.0 191.1
*2lie0 |)%0 ) JIlJ |
oA TARINNT | A CTIAOPA 11 FPPREOTTA 1 AR A ORI >0 ‘ | ‘ ‘
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

410 4 |+ Scan (7.459-7.569 min, 20 Scans) TOX21_400042_TMS 3.D Subtract

2 12

15

1,

-8b 173.0
0.5 45.0 61.0
28.0
0 15.0 \‘\ “H\ ‘\\‘H 86.0 ‘97\-0 1 114.0 ‘ 144.9 15§'O
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x102 |+ Scan (7.754-7.835 min, 15 Scans) TOX21_400042_TMS 3.D Subtract
75.0
8,
129.0 157.1
6,
4,
105.1

“! 26.0 61.0 120.0 143.0
0 T 39{“0_” PRRNTTAGRN /| AR TR MLLL 20 NS M SR N

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

+ Scan (7.864-7.933 min, 13 Scans) TOX21_400042_TMS 3.D Subtract

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x10 4
1.4
1.2

1,
0.8
0.6
0.4
0.2

+ Scan (7.933-8.066 min, 24 Scans) TOX21_400042_TMS 3.D Subtract

61.0

450 100.0 149.0

15.0 270 ! \“H wlil o \u‘

169.0
|

198.0 216.1

91.0 M 120.0 138.9

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (6) in "+ TIC Scan"

x10 4
2,
1.5
14

0.5

0

+ Scan (8.570-8.668 min, 18 Scans) TOX21_400042_TMS 3.D Subtract
147.1

73.0 115.0 130.1

45.0 66.0
81.0 103.0
290 1 | I .| L | || 1

17|7.1 205.1

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

%10 2 |+ Scan (9.368-9.438 min, 13 Scans) TOX21_400042_TMS 3.D Subtract
6 75.0

103.0

43.0
64.0
88.9 112.1

18.0 29.0 |
ol i |ﬂj...l‘ Dot U by v 982 ¢, 0 1628 |
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (8) in "+ TIC Scan"

x102 |+ Scan (13.389-13.465 min, 14 Scans) TOX21_400042_TMS 3.D Subtract
51 41.0
73.0
44 115.0
3 58.0
21 105.0 138.9
1. 168.9 194.9
01 g1 [ | e 72 ]
0 W | ‘ || Al 1 || |‘ |J | iy I L | | || | | |

20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (9) in "+ TIC Scan"

x10 3 |+ Scan (13.690-13.783 min, 17 Scans) TOX21_400042_TMS 3.D Subtract

15 73.0
1.25+

14
103.0
0.751
115.0 131.1

0.5

0.251 280 450 %0 1810 oo 147.0
I Loy ||I||| ..l| L | lly l L1 I‘l 1l | | |l || 159.0

"~ 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (10) in "+ TIC Scan"

x10 4 |+ Scan (21.015-21.108 min, 17 Scans) TOX21_400042_TMS 3.D Subtract

5 313.3
75.0

2] 43.1 103.1

14
29.1
0 | .‘I.I. .‘IJ' ] .|.|| .‘u|. Ly 1.2?'1 171.1 2132 2412 2692 2973 lL

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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Qualitative Analysis Report

Data Filename
Position 30
User Name Long

User Chromatograms

TOX21_400042_TMS 4.D

Sample Name
Instrument Name
Acq Method

5975C_MR

NCGC Tox21_400042 from B06 SP109738

C1_28-0_2_520_mt384_sndv.M

«10 6 |+ TIC Scan TOX21_400042_TMS 4.D

1.2

‘I,
0.8
0.6

0.4+
8.603
0.2+ l

21.046

13.718 Ll

0

8 9 10

12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27

Counts vs. Acquisition Time (min)

x10 6 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
14 21.042
0.8+
0.6
0.4+
0'2’__LA8'6102 13.714 L
0,

8 9 10

12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27

Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x103 |+ Scan (7.256-7.320 min, 12 Scans) TOX21_400042_TMS 4.D Subtract
1.2
14 63.0

79.0

0.8 94.0
0.6
0.4 45.0

0.2 271

0 | ‘ |||I|| ‘|I
20 40

120.0 2211
192.1
. ‘|||||,| Lol “‘ A ] ! ! ‘149'0 | 175'9 L ‘l | |
60 80 100 120 140 160 180 200 220 240 260
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

x10 3 |+ Scan (7.384-7.441 min, 11 Scans) TOX21_400042_TMS 4.D Subtract
7.1

11 66.0 103.0 191.1

0 259 4‘5"0 o[ ], s 1150 1330 | 170.1
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x10 4 |+ Scan (7.511-7.586 min, 14 Scans) TOX21_400042_TMS 4.D Subtract

3.5 126.0
3,
2.5-
2,
69.0

780 1731

14 450 61.0

28.0 56.0
15.0 |, ‘\H“ ‘_‘“ 85.9 97"0 , 114.0 \ 144.9 158.0 188.0

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 3 |+ Scan (7.870-7.945 min, 14 Scans) TOX21_400042_TMS 4.D Subtract

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x10 4 |+ Scan (7.945-8.055 min, 20 Scans) TOX21_400042_TMS 4.D Subtract

2.5 61.0
2,

1.5
1,

05 73.1
] 45.0 100.0 1491
o 270 " | | ,860 |, 1200 1370 |  169.0 198.0 216.1

20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (6) in "+ TIC Scan"

x104 |+ Scan (8.575-8.656 min, 15 Scans) TOX21_400042_TMS 4.D Subtract
147.1

2,
1.54

iy 73.1

115.1 130.1
0.5
45.0 59.0
1771
0 160 290 1 I.| 1 || 1 | || 81|0 10.?1 1l 1 |] || 1 1 | 1920 20!‘:—)1

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

x10 2 |+ Scan (13.389-13.470 min, 15 Scans) TOX21_400042_TMS 4.D Subtract
81 41.0

6 73.0 115.0

| 58.0
5 130.1

103.0
169.0 195.0

L1 || I || 1

20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)

14 27.0 85.0 ‘ I147.0
ol ||...|”l 11 I| I

Spectrum Source
Peak (8) in "+ TIC Scan"

x103 |+ Scan (13.690-13.760 min, 13 Scans) TOX21_400042_TMS 4.D Subtract

257 73.1

2,
1.51 103.1

131.1

1

0.5 45.0 115.1
66.0 11811 950 147.0
31.0 ||| |||| | ||. | il I | |||. | | ‘ || 161.2 188.1

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (9) in "+ TIC Scan"

x10 4 |+ Scan (21.010-21.102 min, 17 Scans) TOX21_400042_TMS 4.D Subtract

75.0 313.4

431 103.1

291

ol ..‘. |I.. | 1207 1571 1852 2132 2412 2602 2973 |

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400042_TMS 5.D Sample Name NCGC Tox21_400042 from B06 SP109778
Position 30 Instrument Name 5975C_MR
User Name Long Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms

%10 6 |+ TIC Scan TOX21_400042_TMS 5.D
i 21.433

0.8+
0.6
0.4

0.2

59.674 12.115 14.067 L

|

0

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23
Counts vs. Acquisition Time (min)

24 25 26 27

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...

7 21.430

14
h b1 12112 14.065

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23
Response Units vs. Acquisition Time (min)

24 25 26 27
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x10 4 + Scan (7.725-7.823 min, 18 Scans) TOX21_400042_TMS 5.D Subtract
5] 126.0
4,
3,
69.0
24 78.0 173.0
1 45.0 61.0
28.0 56.0 :

0 150 .|I P h“.l |I|| 1 L 860 97|0 1 1140 | 14|70 1911

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

x10 2 |+ Scan (8.008-8.072 min, 12 Scans) TOX21_400042_TMS 5.D Subtract
2] 126.0
6,
5 i 141.0
4
3 75.0
21 280 440
: 114.0
1609 ‘33.9 | 56.0 93.9 155.0
0 .:‘ IlT 1l ::lll.. !II.“.‘ul.n 1 ||.‘|| | ‘Illl . L ] : i L : | : 1‘729‘ -
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x10 3
5,

45.0
57.0
28.0

0 11 “\‘\‘ :

+ Scan (8.193-8.274 min, 15 Scans) TOX21_400042_TMS 5.D Subtract

138.9

73.0
115.0

103.0

124.8 I
11l i

85.0
Il L

168.9
197.0

187.9

20 30 40 50 60

70 80 90 100 110 120 130 140 150 160 170 180 190

Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

«10 4 |+ Scan (8.274-8.390 min, 21 Scans) TOX21_400042_TMS 5.D Subtract
61.0

4,

3,

2,

73.0
1,
5.0 10b.0 149.0
o 270 1 | |;8.0 || 120.0 138.9 \ 169.0 198.0 216.0 245.1

20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x10 4 |+ Scan (8.917-9.003 min, 16 Scans) TOX21_400042_TMS 5.D Subtract

1.75+
1.51
1.251
14
0.75+
0.5+
0.25+

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (6) in "+ TIC Scan"

x10 2 |+ Scan (9.617-9.715 min, 18 Scans) TOX21_400042_TMS 5.D Subtract
6 73.0

3 103.0

163.0

44.9 579 146.9

1,

0 : ‘\‘\ ! ‘\“ 1L HJ‘\ A \‘\ \\‘ : ‘ [11 : L : | : : : ‘\ : “\

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

«10 3 |+ Scan (11.052-11.121 min, 13 Scans) TOX21_400042_TMS 5.D Subtract
2.51 126.0
2,
1.5
1
69.0
0.54 61.0(78.0 171.9
o 27.042|-0 || |87.9 1059 | 146.9 | 1919 251.0
I alul L L 1 1 1 1
20 40 60 80 100 120 140 160 180 200 220 240 260 280

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (8) in "+ TIC Scan"

x103 |+ Scan (12.076-12.163 min, 16 Scans) TOX21_400042_TMS 5.D Subtract

51 61.0

L 42.0 185.0

. 270 || 68|-9 88.0 119.9 146.9

20 40 60 80 100 120 140 160 180 200 220
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (9) in "+ TIC Scan"

x10 3 |+ Scan (12.683-12.759 min, 14 Scans) TOX21_400042_TMS 5.D Subtract

1.4 104.0

1.2
1
08. 62.0

0.6
0.47 470

0.2+
0

69.0 89.0

I |75|-9 ‘ 120.0 147 1 169.9

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (10) in "+ TIC Scan"

x10 2 |+ Scan (13.725-13.788 min, 12 Scans) TOX21_400042_TMS 5.D Subtract

73.0
7 41.0

115.
S 58.0 >4

2 319 104.9 1389 166.9 196.9
Ny ) 0 I O ol
|LL L _ Y

il
20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (11) in "+ TIC Scan"

x103 |+ Scan (14.031-14.107 min, 14 Scans) TOX21_400042_TMS 5.D Subtract
2 73.0
1.5
1] ) i) 131.0
115.0
0.5
449 59.0
80.9
269 )l I‘ | 959 e
Ll .||‘1| 11T Lol I I‘ | ‘ ||‘

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (12) in "+ TIC Scan"

410 4 |+ Scan (21.403-21.472 min, 13 Scans) TOX21_400042_TMS 5.D Subtract
5,
75.0 313.3
4,
3,
2. 43.1 103.0
1,
29.1
ol ..‘.I.|.I LI. |, 1290 1571 185.1 227.2 2552 297.2 |,
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400042_TMS 6.D Sample Name
Position 365 Instrument Name
User Name Long Acq Method

User Chromatograms

NCGC Tox21_400042 from P05 SP109798
5975C_MR
C1_28-0_2_520_mt384_sndv.M

10 5 |+ TIC Scan TOX21_400042_TMS 6.D

i ‘! ﬂ 14.051
O, A

21.418 1

8 9 10 11 12 13 14 15 16

17

18 19 20 21
Counts vs. Acquisition Time (min)

22 23 24 25 26 27

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
21.411

14.046
ol | i

A4

8 9 10 11 12 13 14 15 16

17

18 19 20 21
Response Units vs. Acquisition Time (min)

22 23 24 25 26 27
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x103 |+ Scan (7.603-7.673 min, 13 Scans) TOX21_400042_TMS 6.D Subtract
1,
0.8+
0.6
0.4+
0.2

32.9

20 40 60 80 100 120 140 160 180 200 220 240 260 280
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

x104 |+ Scan (7.707-7.777 min, 13 Scans) TOX21_400042_TMS 6.D Subtract

175 126.0

1.5+

1.254
69.0

14
78.0
0.75+ 173.0

0.5 45.0 61.0

0.251 28.0 56.0 97.0
S50 | I, 7 858 . 1140 | 147.1 158.0

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x103 |+ Scan (8.182-8.251 min, 13 Scans) TOX21_400042_TMS 6.D Subtract

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Agilent Technologies Page 2 of 4 Printed at: 12:36 PM on: 5/14/2014



Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 4 |+ Scan (8.251-8.361 min, 20 Scans) TOX21_400042_TMS 6.D Subtract
61.0

1
0.8
0.6
0.41 73.0
0.2 45.0 100.0 149.0

0 17.0 \“H | ‘mn‘ 88.0 ‘ ‘ 132.0 1690 198.0 216.1

20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)
Spectrum Source
Peak (5) in "+ TIC Scan"
x10 4 |* Scan (8.893-8.969 min, 14 Scans) TOX21_400042_TMS 6.D Subtract
1471

2,
1.5

1

130 115.0
0.5 13041
450 59.0

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (6) in "+ TIC Scan"

«10 3 |+ Scan (14.020-14.083 min, 12 Scans) TOX21_400042_TMS 6.D Subtract
1.4
1.2

1,
0.8
0.6
0.4

0.2+

73.0

103.0

59.0

81.1 91.0
L | || 1 - 1 R |

115.0

131.1

60 70 80 90 100 110
Counts vs. Mass-to-Charge (m/z)

120

N |
\

130
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

x10 4 |+ Scan (21.385-21.461 min, 14 Scans) TOX21_400042_TMS 6.D Subtract

3.5 75.0
3,
2.5
2,
1.5 43.0
‘I,
0.5+ 29.1
0,

103.0

M |, 1290 1711 1991 2272 2552 2073 |,

313.3

|.| L I |
20 40 60 80

--- End Of Report ---
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